EXPGUI Tricks

Problem 6: Yesterday’s Fit Was Better Than What | Have

Done Since. How Do | Get It Back?

B GSAS “archives” Experiment (.EXP) files before making changes to the

file using files named <expnam>.0Oxx
— Numbered in hexadecimal: .001, .002,... .009, .00A,.

=

.00F, .0A0,.

6.1 Viewing Archived Files in Open Experiment Window

000 | View TBOOZASYML.LST
® EXPGUI does the san_ua File Edit GoTo Options Font: Courier —| Help
and adds a comment in IR TRt iy
the <expnam>.LST file as Tas  &®
well (seen in LSTVIEW): s 2
> BdlE a
n expnam (Flle/Open) |7 Archiving TBOD2ASTML. EXP as TBOOZASYVMI. 012
provides a mechanism for 1Th2TiZ07 cudll, 15 min, 20 mw
locating and opening old
. | |
refinements | Program GENLES Version MacOSK |
| General crystal structure refinement program =
| Magnetic structure refinement added by M. Tethiraj |
| Revised and corrected by Larson and Von Dreele |
| Distributed on Tue Sep 13 13:13:15 2005 |
| Pl

Cycle 203 |Chi™2 9.207 | Shift/SU 0.00

6.2 Sorting .EXP Files Chronologically

B Sort by “Modlification] Date” puts files in reverse chronological order
_ | Clicking on a file displays information about the last refinement

X| Experiment file X| Experiment file

® Normally only .EXP files are shown
m Clicking on “Include Archived Files” adds .Oxx files to list
— Note that sort order is alphabetical and is out of chronological

sequence
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Select an experiment file to read

Directory fprivateitmp —

[X <Parent> (Directory)
673 (Directory)
PIMME <P 184121 12/16/05
PVIMFIVIMIM EXP| 12:32:02 12417/05
SIMEXP 22:27:41 12/16/05
SIvi1ERP 12:0424 12117/05

TBOOZASYM1EXP | 13:25:20 12/17/05

Sort [EXP files by
“* File Name [ siv.ooa

I Include Archived Files

Help Select an experiment file to read Help
Directory fprivateitmp — Sort EXP files by

22:20:43 12/16/05 A~ File Name
SiM.004 22:26:12 12A16/05
& BEEIED 5IM00S 2227:32 12/16/05 & ileEl Dtz
BSOS | g wenisaris
Sik1.002 11:42:33 12A17/05

TBOOZASYM1EXP | 13:25:20 12/17/05
TBOO2ASYM1.00A | 19:56:15 12/16/05
TBo02ASYM1.00B | 19:56:38 12/16/05
TBOOZASYM1.00C | 19:56:39 12/16/05
TBO02ASYM1.00D | 19:56:53 12/16/05
TBo02ASYM1.00E | 19:59:12 12/16/05
TBOOZASYM1.00F | 19:58:18 12/16/05

TBO02ASYM1.001 | 19:43:35 12/16/05
 TBOOZASYI1.002 | 19:43:48 12/16/05

6.3 What Happens When a Archive File is Loaded?

TBO0ZASYM1.00F
TBO02ASYVI1.O0E

19:59:16 12/16/05
19:58:12 12A16/05

I Include Archived Files

Select an experiment file to read Help Select an experiment file to read Help
Directory Iprivateftmp — Sort EXP files by Directory Iprivateftmp — Sort EXP files by
I TBODZASYIVILO13 | 20:03:30 12/16/05 - File Name 2 <Parent> (Directory) = File Name
TBO0ZASYM1.012 | 20:02:58 12F16/05 ~ Mod. D 673 (Directory) Mod. D
TBOOZASYMI.Q11 | 20:02552 12¢16/05 fek DD PIIMME P 184121 12/16/05 & Db e
TBO0ZASYM1.010 | 20:02:38 12F16/05 PMMME)EI] 19:41:05 12/16/05

PEiiviFiviivid CXP| 12:32:02 12/17/05
| PMvMFIMM.O01) 18:41:58 12/16/05

I Include Archived Files

TBODZASYM1.Q0D | 18:56:53 12/16/05 S SiiviER z2:27:41 1271605 PMMMFMMM. 001
TBO0ZASYM1.QOC | 19:56:39 12/16/05 SIMQO 22/18:42 12/16/05 | |last GENLES run:
TBODZASYM1.00B | 18:56:38 12¢16/05 siv.onz 22:20:44 12/16/05 | | JMZ8 1T27:30 2005
TBODZASYM1.Q0A | 18:56:15 1271605 SIM.O0s 22:2048 1218105 | | 505 ot o0 e
TBO0ZASYM1.Q08 | 19:55:28 12/16/05 SIMQ04 2226112 1211805 | | s Rgr2)
TBODEASYM1.G08 | 18:55:21 12/16/05 slv.Cos 22:27:32 12/16/05 | |1 0.0791 0.0580
TBODZASYM1.Q07 | 18:5447 1271605 SIM1EXP 12:0424 12117/05
TBO02ASYM1.Q06 | 18:5425 12/16/05 SIM1.001 11:4358 12/17/05

~ TBooZASYM1.005 | 19:52:28 12/15(05 ~ 3lhv.002 11:43:38 12/17/05 Qi

] [PMMMFMMM QD1
4

Note that typically files are saved both before and after changes are made in
options with EXPGUI or EXPEDT; typically the older of the two files is the
better choice to avoid repeating whatever caused the problem.

B Once an archive file is selected, how should the file be used?

Option 1: Use a new experiment
name, so that both the old &

current refinements are
accessible.

Option 2: Retain the existing
experiment name. The current
.EXP file will be saved as a new
.Oxx file and the selected archive
will be copied to be the working

.EXP file

B With either choice, remember to

run POWPREF.

"0 06 X Load Archived File 1

Loading archived version of jprivatetmp/PMMMFMMM. _Help
Do you vrant to continue using the same experiment name
or work with the archived version under a new name?

Use New Mame Continue with current

3

‘o000 X Experiment file g
Enter an experiment file to create Help
Directory fprivateitmp — Sort EXP Tiles by
[ <parent> (Directory) A File Name
573 (Directory)
PMMIVLERP 184121 1271605 | Mod.Date
PMMVIEMIVIVIEXP| 12:32:02 12/17/05
SIMERP 2227:41 12/16/05
SIvI1.EXP 12:04:24 12/17/05

TBOOZASYM1.EXP | 13:25:20 12/17/05

Guit

3/31/06



